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Shanghai Institute of Organic Chemistry ‘\
Chinese Academic of Sciences L)

High Resolution MS Data Report 8106
Instrument:
an Bruker Daltonics, Inc.

APEXIII 7.0 TESLA FTMS

Card Serial Number: B041344
Sample Serial Number: WY-501

Operator: Liao Yuanxi Date: 2004/11/18

XMASS Mass Analysis for /Bruker/data/200411/B041344/1/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 977.1567440

Charge = +1

Tolerance = 0.0050000
DBE min = -2
DBE max = 36

Max Candidates = 100

Atom # (min, max) Wt% (min, max)

C 0 100 0.00 100.00

H 0 100 0.00 100.00

0] 0 30 0.00 100.00

# c H o mass DBE error P i
*** Mass Analysis for mass 977.1567440 ,fj.ﬁ.(

1 52 33 20 977.1559699  36.5 7.92%e-077.

NG B
£ PR
RN

HR-MS of compound 1
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THERMO SPECTRONIC ~ VISION32 SOFTWARE V1.25

Batch Information - scan014
Batch Type Scan

Operator Name

(None Entered)

Instrument ID 110514 Aborted No
Results Table - scan014
Data Mode Absorbance
A B D E
1/L10D 1 2 3
2 Cycle01 nm 204.0 281.0 385.0
3 Manual A 1.246 .302 451

All calculations have been performed to double precision as defined by ANSI/IEEE STD 754-1985 but have
been rounded for display purposes.

L10D

Description 0.114mg/10mIiMeOH

L10D,Cycle01

1.2+

o
(o0]
!

o
o
|

Absorbance
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UV spectrum of compound 1

Page 1, Batch Information - scan014
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Archive directory: /export/home/autogo/vnmrsys/data
Sample directory: auto_03Nov2004-15:15:15

.INOVA-SOO 13C-NMR L10D1 IN DMSO
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3C NMR spectrum spectrum of compound 1
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Table 1. *H and *C NMR data of compound 1. (Recorded in DMSO-ds)

No. OH oc No. OH oc

2 163.0s 2' 157.7 s
3 99.3s 3’ 101.7 s
4 170.4s 4 165.0s
5 6.51s 95.0d 5 6.31s 101.7d
6 162.8 s 6’ 159.6s
7 6.60d 15.5 116.8d 7 4.34d6.5 51.4d
8 6.95d 15.5 133.9d g8’ 5.90d6.5 89.6d
9 126.1s 9’ 129.6 s
10 712s 112.2d 10’ 6.82 brs 113.5d
11 1453s 11 145.6 s
12 147.2 s 12’ 146.4 s
13 6.55s 118.5d 13 6.76 brs 1155d
14 1252 s 14 6.76 brs 118.0d

NMR data were measured at 500 MHz for proton and at 125 MHz for carbon. The assignments were
based on DEPT, *H-'H COSY, HSQC, HMBC and NOE difference experiments. ~OH: & 9.09 (brs,
11'-OH), 9.13 (brs, 11-OH), 9.18 (brs, 12’'-OH), 9.50 (brs, 12-OH), 11.55 (brs, 4-OH).
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